The title compound [systematic name: (2S,5S,8R)-tert-butyl 8-(1,1,1,3,3,3-hexafluoropropan-2-yl)-12-hydroxy-5-isobutyl-2,6-dimethyl-4,7-dioxo-10-oxa-3,6,9-triazadodecanoate], C 21 -H 36 F 6 N 3 O 6 , is a tripeptide crystallizing in the chiral orthorhombic spacegroup P2 1 2 1 2 1 . The absolute configuration (R) of the chiral center in the hexafluorovaline unit is based on the known stereochemistry of MeLeu and Ala (SS). The Nhydroxyethyloxy substituent of hexafluorovaline is positionally disordered [occupancy ratio 0.543 (9):0.457 (9)]. In the solid state structure there are N-HÁ Á ÁF and N-HÁ Á ÁO intramolecular hydrogen bonds supporting the coiled structure of this tripeptide with the three hydrophobic substituents on the outside. Table 1 Hydrogen-bond geometry (Å , ). fluorovaline (Eberle et al., 1998; Eberle & Keese, 2009) and (S)-5,5,5,5',5,'5'-hexafluoroleucine (Zhang et al., 1998) . Our interest was further stimulated when we realised that cyclosporine, an undecapeptide and an important immunosuppressant, contains (S)-valine as one of the 11 aminoacids (Mikol et al., 1997) . Furthermore, earlier work had shown that the tripeptide Val-MeLeu-Ala can be chemically cut out of the undecapeptide and reintroduced eventually into the remaining octapeptide (Eberle et al., 1994) . One of these solidified and gave crystals suitable for an X-ray structure analysis, and we describe its crystal structure herein.
Related literature
Based on the known absolute configuration of MeLeu and Ala, (SS), used in the synthesis, the hexafluoro-valine moiety in the title compound has (R)-configuration ( 109.3 (6)°, whereas the bond angles in the isopropyl group of MeLeu within the two orientations (C21-C22-C23A and C21-C22-C23B) are 107.5 (9)° and 111.8 (10)°, respectively. The bond angle C9-C20-C22 of the leucine side chain is 114.7 (4)°. The bond angles at the acylated N-atoms, N1 and N2, are close to 120°, the value expected for tricoordinate sp 2 hybridized N-atoms. The torsional angles around the two amide groups [2.2 (10)° for C2-N1-C8-O3, 178.7 (6) °f or C2-N1-C8-C9, and -1.8 (9) ° for C9-N2-C14-O4, 173.6 (5) ° for C9-N2-C14-C15] are within the normal range and provide the evidence for almost planar arrangements (Fig. 1 ).
In the crystal structure there is a three-centered hydrogen bond located between N3-H3N···F5, whereas a bifurcated hydrogen bond O2-H1N-O5 leads to interactions between the N1-H and atom O5, the N-bonded O-atom of the hydroxyethyloxy side chain, and the carbonyl group of the BOC protecting group (Table 1 and Fig. 1 ). These intramolecular hydrogen bonds support the coiled structure of this tripeptide with the three hydrophobic substituents on the outside.
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The synthesis of the title compound is summerized in Fig. 2 , and full details will be published elsewhere ( 
